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chain nodes : 
16 17 

ring nodes : 
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chain bonds : 
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ring bonds : 
1-2 1-6 2-3 
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exact/norm bonds 
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7-11 11-12 12-16 
exact bonds : 
2-17 8-13 12-13 
normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-10 7-8 8-9 9-10 
isolated ring systems : 
containing 1 : 



G1:C,H 

Match level : 

l:Atom 2:Atom 3 : Atom 4:Atom 5:Atom 6: Atom 7:Atom 8: Atom 9: Atom 10 : Atom 
11: Atom 12: Atom 13 : Atom 16: CLASS 17: Atom 
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FAMILY ACC. NUM. COUNT: 
PATENT INFORMATION: 



2004:872-7 97 CAPLUS 
141:366224 

Tricyclic heteroaromatic compounds, particularly 
amino- substituted iraidazoquinolines and 
thiazoloquinolines, with activity as N-typo calcium 
channel blockers, and their preparation, 
pharmaceutical compositions, and use as analgesics 
Hauel, Norbert; Draheim, Kenning 

Boehringer Ingelheim International GmbH, Germany; 

Boehringer Ingelheim Pharma GmbH * Co. Kg 

PCT Int. Appl., 28 pp. 

CODEN: PIXXD2 

Patent 
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AB The invention relates to tricyclic heteroarom. compds. I and salts 
thereof 

[wherein: X - N, O, or S; Y ° N when X - O or S; or Y - NR3, O, or S when 
X - N; A - (un) substituted mono-, di-, or tricyclic (hetero) aromatic 
with 0-3 

N/O/S atoms, with at least one heteroatom being N; Rl - OH, F, CI, Br, 
(di) (alkyl) amino, (di) cycloalkylamino, alkylcycloalkylaraino, 
azetidin-l-yl, pyrrolidin-l-yl, pyrrolin-l-yl, imidazolidin-l-yl, 
imidazolin-l-yl, pyrazolidin-l-yl, pyrazolin-l-yl, piperidin-l-yl, 
piperazin-l-yl, morpholin-4-yl, thiomorpholin-4-yl, 

thiomorpholin-S-oxide- 

4-yl, thiomorpholin-S-dioxide-4-yl, or hexamethylenimino; R2, R3 » 
(independently) H, (cyclo) alkyl] . The invention further relates to the 
production of I and salts, and the use thereof as medicaments, in 

particular 

as analgesics. Ten compds. were prepared For instance, 
3-OXO-3- (pyridin-4-yl)propionic acid Et ester was condensed with 
methylamine (as the acetate) (98%) to give an enamine, followed by amine 
exchange with 5-amino-l-methylbenzimidazole (264), cyclocondensation to 
form the quinoline N-ring (82%), chlorination of the resultant phenolic 
hydroxy with POC13 (231), and aminolysis of the chloride with methylamine 
(17%), to give invention compound II. In a patch-clamp experiment 
involving 

recombinant HEK 293 cells expressing N-type calcium channels, invention 
compound III had an IC50 value of 2.0 mM. 
IT 77BS24-10-5P, 9- (Dimethyl ami no) -7- (3-f luorophenyl) -2- 
methylthiazolo { 4, 5-f J quinoline 778624-12-7P, 

7- (3-Fluorophenyl)-2-methyl-9- (methylaraino) thiazolo [4, 5-f ] quinoline 
RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 

(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 

(Uses) 

(drug candidate; preparation of amino-substituted iraidazoquinolines 
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thiazoloquinolines as N-type calcium channel blockers for use as 

analgesics) 
RN 778624-10-5 CAPLUS 

CN Thiazolo (4, 5-f ) quinolin-9-amine, 7- < 3-f luorophenyl) -N, N, 2-triraethyl- 
( 9CI ) 

(CA INDEX NAME) 



RN 778624-12-7 CAPLUS 

CN Thiazolo [4, 5-f ) quinolin-9-amine, 7- (3-f luorophenyl) -N, 2-dimethyl- (9CI) 
(CA INDEX NAME) 




IT 778624-21-8, 9-Chloro-7- (3-fluorophenyl) -2-raethylthiazolot4, 5- 
f] quinoline 

RL: RCT (Reactant); RACT (Reactant or reagent) 

(starting material; preparation of amino-substituted 

iraidazoquinolines and 

thiazoloquinolines as N-type calcium channel blockers for use as 
analgesics) 

RN 778624-21-8 CAPLUS 

CN Thiazolo[4,5-f Jquinoline, 9-chloro-7- (3-f luorophenyl) -2-methyl- (9CI) 
INDEX NAME) 



REFERENCE COUNT: 3 THERE ARE 3 CITED REFERENCES AVAILABLE FOR THIS 

RECORD. ALL CITATIONS AVAILABLE IN THE RE 
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ACCESSION NUMBER: 1973:5375 CAPLUS 

DOCUMENT NUMBER: 7B:5375 

TITLE: Dyes of the condensed quinoline system 

AUTHOR { S ) : Barni, E. 

CORPORATE SOURCE: 1st. Chim. Org. Ind., Univ. Torino, Turin, Italy 

SOURCE: Tinctoria (1972), 69(9), 309-14 

CODEN: TINCAW; ISSN: 0040-7984 
DOCUMENT TYPE: Journal 
LANGUAGE: Italian 

AB The relation of color and structure was determined from ^maximum values 
for 

a series of dyes based an thiazoloquinolines and thiadiazoloquinolines . 
NH2-substituted benzothiazoles and 1,2, 3-benzothiadiazoles were condensed 
with MeCH:CHCHO and CH2:CHCOMe, and quaternized with Mel to give I and II 
(X - CH, N; 7-or 9-Me) . Styryl (Junax529-597nm) and azamethine dyes 
(Xmax448-49Snm) were prepared by condensing I and II with 
p-Me2NC6H4CHO and with XnC6H5-nN:NONa) . Quinophthalone dyes 
(3jnax422-433nm) were also prepared by condensation of 
7-methylthiazoloquinolines and 7-methylthiadiazoloquinolines with 
phthalic 

anhydride. The ^maximum of azamethine and styryl dyes prepared from 
9 -methyl -substituted heterocycles were higher than those of dyes from the 
7-methyl isomer; a bathochromic shift was also observed when the thiazole 
nucleus was replaced by thiadiazole. The azamethine Xmaximum was also 
influenced by the substituent (s) (X), increasing through the series X « 

2.5- C12, 4-N02, 2-MeO-4-N02. The ^maximum of the quinophthalones were 
slightly higher for those containing the thiadiazole nucleus. 

2. 6- Dimethyl-7, 9-bis [p- (dimethylamino) styryl] selenazolo (5, 4-f ] quinolinium 
iodide, prepared by the same method as the other styryl dyes, exhibited 2 
maximum between 500 and 600nm. 

IT 40071-26-9 

RL: PRP (Properties) 

(visible spectrum of) 
RN 40071-26-9 CAPLUS 

CN lH-Indene-l,3(2H)-dione, 2-thiazolo(4, 5-f J quinolin-7-yl- (9CI) (CA INDEX 
NAME) 
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Uploading C:\STNEXP4\QUERIES\l0-805860a.str 





chain nodes : 
16 

ring nodes : 

1 2 3 4 5 6 7 8 9 10 11 12 13 

chain bonds : 

2-16 

ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-10 7-8 7-11 8-9 8-13 9-10. 11-12 12-13 
exact/norm bonds : 
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2-16 7-11 11-12 
exact bonds : 
8-13 12-13 
normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 5-7 6-10 7-8 8-9 9-10 
isolated ring systems : 
containing 1 : 



G1:C,H 

Match level : 

l:Atom 2: Atom 3: Atom 4 : Atom 5:Atom 6: Atom 7: Atom 8:Atom 9: Atom 10: Atom 
11: Atom 12: Atom 13 : Atom 16: Atom 



L4 



STRUCTURE UPLOADED 
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L4 HAS NO ANSWERS 
L4 STR 




Structure attributes must be viewed using STN Express query preparation. 



=> s 14 ful 

FULL SEARCH INITIATED 15:24:18 FILE 'REGISTRY' 
FULL SCREEN SEARCH COMPLETED - 622 TO ITERATE 



100.0% PROCESSED 622 ITERATIONS 

SEARCH TIME: 00.00.01 



7 ANSWERS 



L5 



7 SEA SSS FUL L4 



=> fil caplus 

COST IN U.S. DOLLARS 

FULL ESTIMATED COST 



SINCE FILE 
ENTRY 
161.33 



TOTAL 
SESSION 
335.90 
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databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 18 Jan 2 005 VOL 142 ISS 4 
FILE LAST UPDATED: 17 Jan 2005 (2 0050117/ED) 

This file contains CAS Registry Numbers for easy and accurate 
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L6 2 L5 

=> d his 

(FILE 'HOME' ENTERED AT 15:19:17 ON 18 JAN 2005) 

FILE 'REGISTRY' ENTERED AT 15:19:41 ON 18 JAN 2005 
LI STRUCTURE UPLOADED 

L2 4 S LI FUL 

FILE 'CAPLUS' ENTERED AT 15:20:00 ON 18 JAN 2005 
L3 2 S L2 

FILE 'REGISTRY' ENTERED AT 15:24:00 ON 18 JAN 2005 
L4 STRUCTURE UPLOADED 

L5 7 S L4 FUL 

FILE 'CAPLUS' ENTERED AT 15:24:20 ON 18 JAN 2 005 
L6 2 S L5 

=> s 16 not 13 

L7 0 L6 NOT L3 

=> d ibib abs hitstr 16 2 
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L6 ANSWER 2 OF 2 CAPLUS COPYRIGHT 2005 ACS on STN 
ACCESSION NUMBER: 1973:5375 CAPLUS 

DOCUMENT NUMBER: 78:5375 

TITLE: Dyes of the condensed quinoline system 

AUTHOR (S) : Barni, E. 

CORPORATE SOURCE: 1st. Chim. Org. Ind., Univ. Torino, Turin, Italy 

SOURCE: Tinctoria (1972), 69(9), 309-14 

CO DEN : TINCAW; ISSN: 0040-7984 
DOCUMENT TYPE: Journal 
LANGUAGE: Italian 

AB The relation of color and structure was determined from ^maximum values 
for 

a series of dyes based an thiazoloquinolines and thiadiazoloquinolines. 
NH2-substituted benzothiazoles and 1, 2, 3-benzothiadiazoles were condensed 
with MeCH:CHCKO and CH2:CHCOMe, and quaternized with Mel to give I and II 
(X * CH, N; 7-or 9-Me) . Styryl (Xmax52 9-5 97nm) and azamethine dyes 
(Xmax448-495nm) were prepared by condensing I and II with 
p-Me2NC6H4CHO and with XnC6H5-nN:NONa) . Quinophthalone dyes 
(Xmax422-433nm) were also prepared by condensation of 
7-methylthiazoloquinolines and 7-methyl thiadiazoloquinolines with 
phthalic 

anhydride. The Xmaximum of azamethine and styryl dyes prepared from 
9-methyl-substituted heterocycles were higher than those of dyes from the 
7-methyl isomer; a bathochromic shift was also observed when the thiazole 
nucleus was replaced by thiadiazole. The azamethine ^maximum was also 
influenced by the substituent (a) (X), increasing through the series X ■ 

2.5- C12, 4-N02, 2-MeO-4-N02. The ^maximum of the quinophthalones were 
slightly higher for those containing the thiadiazole nucleus. 

2. 6- Dimethyl-7,9-bisIp- (dimethylamino) styryl) selenazolo [5, 4-f ] quinolinium 
iodide, prepared by the same method as the other styryl dyes, exhibited 2 
maximum between 500 and 600nm. 

IT 40071-26-9 

RL: PRP (Properties) 

(visible spectrum of) 
RN 40071-26-9 CAPLUS 

CN lH-Indene-l,3(2H)-dione, 2-thia2olo[4, 5-f ]quinolin-7-yl- (9CI) (CA INDEX 
NAME) 
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